Supplementary Figure S1 . Comparison of binding-site residues in the modeled target versus the template 2ZZV using Chimera. Sidechains in a representative comparative model of the target are shown with white carbons, black labels, and standard heteroatom color-coding (red oxygens and blue nitrogens). The structure of 2ZZV includes bound Ca++ and lactate, and is shown with light blue carbons, blue labels, and standard heteroatom color-coding. Hydrogen bonds are shown with solid orange lines, metal-coordination bonds with dashed purple lines. The comparative model includes the tyrosine (Tyr-98) and arginine (Arg-175) residues observed to bind ligand carboxylate, but lacks obvious equivalents to the sidechains that form the ion-binding site in 2ZZV (Asn-158, Asp-216, and Gln-247).
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